The data were collected using a variable scan speed of 4.19-29.3 ° min -1 (Siemens, 1991). The structure was solved through a combination of direct methods and difference Fourier synthesis, using the SHELXTL program package (Sheldrick, 1991) . Refinement was performed with SHELXL93 (Sheldrick, 1993) on F 2 using the whole data set. H atoms were included at their expected positions, with fixed displacement parameters.
The structure of (1,3-diphenyl-l,3-propanedionatoh-20 ,O')oxo[tris(3,5-dimethyl-1-pyrazolyl-KN2)hydroborato]vanadium(IV) methyl cyanide, [VO(C15H22-BN6)(CIsHI102)].xCH3CN, has recently been described and refined [Beddoes, Eardley, Mabbs, Moorcroft & Passand (1993) . Acta Cryst. C49, 1923-1926] in space group Pna2~ (orthorhombic; a = 15.960 (1), b = 12.447 (1), c = 17.044 (1) A, Z=4). It is better described in Pnma (conventional setting of Pnam). Revised coordinates are given and the anomalous bond lengths reported earlier are revised.
Comment
In their report of the structure of [VO(CIsH22BN6)-(C15HIlO2)].xCH3CN, (I), described and refined in space group Pna21, the authors (Beddoes, Eardley, Mabbs, Moorcroft & Passand 1993 ; hereinafter,
BEMMP) reported that the two, presumably equivalent, CmO bonds in the propanedionato group have very different lengths, 1.183 (12) and 1.382 (14) A, as do the C--C bonds in these groups, 1.287 (18) and 1.472 (17) A; C--N distances in the pyrazolyl groups (not all are listed by BEMMP) range from 1.26 to 1.45 A. They also noted 'suspect bond lengths in the regions of the phenyl groups', which prompted them to collect data from two separate crystals and, even-tually, to treat the phenyl groups as rigid bodies with prescribed geometries. Since such problems are typical of attempts to refine a centrosymmetric structure in a non-centrosymmetric space group, further refinement in Pnma seemed appropriate. This refinement was based on the 2446 Fo values recovered from SUP 71341 and proceeded to an R of 0.059 for 217 parameters, compared to the 0.074 for 286 parameters reported by BEMMP. The heavier atoms of the main molecule were refined with anisotropic U/j values and those of the MeCN group with isotropic B values. H atoms were assigned calculated positions (C--H 0.95, B--H 1.00/~) with the help of difference maps, which indicated that all four independent methyl groups (of the pyrazolyl groups) are oriented with one H atom eclipsed relative to the central C--H group; they were not adjusted further. I included an occupancy parameter for the CH3CN molecule, which lies in a large cavity and is disordered across a mirror plane; the final value was 0.85 (2) (BEMMP report an occupancy of 'ca 0.5').
Both the CH3CN molecule and the surrounding phenyl ring C(51)-C(56) show large displacement coefficients. In the final full-matrix least-squares cycle, the maximum shift was 0.030"; the largest features in a difference map, at about __. 0.45 e/~-3, were near the V atom. Resulting coordinates are given in Table 1 . They lead to entirely reasonable bond lengths and angles, with the pairs of C--O and C--C distances in the propanedionato groups equal (by symmetry) at 1.276 (4) and 1.393 (6)/~; the four independent C--N bond lengths are statistically equal, at 1.347 (2)A. The two independent V--N distances are 2.319 (4) and 2.096 (2) A, indicating the strong trans influence of the coordinated O atom, as noted by BEMMP. In selecting space group Pna21 over Pnma, BEMMP were influenced by intensity statistics, which 'favour the non-centrosymmetric space group'. This erroneous indication undoubtedly resulted from the omission of the weak reflections in calculating the statistics; as has been noted previously (e.g. Marsh, 1981) , intensity distributions obtained from a subset of data which contains only the stronger reflections are systematically biased toward a noncentrosymmetric indication. In the present case, the curve obtained from the 2446 reflections in SUP 71341 follows very closely the non-centrosymmetric curve predicted by Howells, Phillips & Rogers (1950) ; however, when I added -with very small Fo values -1030 reflections that were within the sphere of data but not included in SUP 71341 (and all of which had small Fc values), the resulting distribution curve was very close to that predicted for a centrosymmetric structure. The curves are similar to those shown in Fig. 1 of Marsh (1981) ; a capsule summary of the intensity statistics is given in Table 2 .
As in all cases of this type, with the truncated data at hand it is impossible to assert conclusively that the structure conforms to space group Pnma; small distortions -conceivably as large as might result from an ordering of the MeCN solvent molecules -would be undectectable in the absence of the weak reflections. As has been said by so many people so many times: removing the weak reflections also removes the possibility of differentiating between a centrosymmetric structure and one that is only approximately centrosymmetric. In addition, as in the present case, removing the weak reflections may so distort the intensity statistics as to convince the experimentalist that the structure is non-centrosymmetric even when the remaining, stronger reflections are entirely compatible with a centrosymmetric structure. Journals publishing reputable crystallographic results should insist that all reflections be retained throughout a structure analysis. 
